Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.003 Å; R factor = 0.032; wR factor = 0.097; data-to-parameter ratio = 12.8. organic compounds o3184 Fang-Ming Wang
The molecule of the title compound, C 7 H 6 N 2 S 3 , is almost planar, the dihedral angle between the benzene plane and the 1,3-dithiole-2-thione plane being 2.21 (6) . In the crystal, molecules are linked by intermolecular N-HÁ Á ÁS and N-HÁ Á ÁN hydrogen bonds into a three-dimensional network. The crystal packing also exhibits weak intermolecular SÁ Á ÁS interactions [3.5681 (9) Å ].
Related literature
For background to tetrathiofulvalene and its derivatives, see: Yamada & Sugimoto (2004) . For the synthesis and properties of tetrathiofulvalene and its derivatives, see: Otsubo & Takimiya (2004) ; Krief (1986) ; Jia et al. (2007) Table 1 Hydrogen-bond geometry (Å , ).
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. Comment Tetrathiofulvalene (TTF) and its derivatives are successfully used as versatile building blocks for charge-transfer salts, giving rise to organic conductors and superconductors because of their unique π-donor properties (Yamada & Sugimoto, 2004) .
Extensive reviews on the synthesis and properties of TTF and its derivatives have been published (Otsubo & Takimiya, 2004; Krief, 1986) . 1,3-Dithiole-2-thiones are a key intermediates in TTF synthesis routes (Jia et al., 2007) . The synthesis and crystal structure of the title compound is reported herein.
The molecular structure of the title compound is shown in Fig. 1 . The dihedral angle between the benzene plane and the 1,3-dithiole-2-thione plane is 2.21 (6)°. The moleculess are linked by the intermolecular N-H···S and N-H···N hydrogen bonds (Table 1) and S···S weak interactions (3.5681 (9) Å) into a three-dimensional network (Fig. 2) .
Experimental 1,2-Diaminobenzene-4,5-bis(thiocyanate) (10 mmol) was added to a degassed solution of Na 2 S.9H 2 O (33 mmol) in water (100 mL), and the mixture was heated to 70 °C for an hour to produce a clear brownish solution. The mixture was cooled to 50 °C, and CS 2 (1.4 ml, 23.2 mmol) was slowly added dropwise. The mixture was stirred for two hours at 50 °C and for further three hours at room temperature. The precipitate was filtered off, washed with water, and air-dried. The crude product was purified by flash column chromatography to give the title compound as a yellow powder (yield 50%). Single crystals of the title compound suitable for X-ray analysis were obtained by slow evaporation of an ethyl acetate solution at room temperature for two weeks.
Refinement
All H atoms were located in a difference Fourier map and refined freely. Fig. 1 . The molecular structure of the title compound with displacement ellipsoids drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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